Z03-C11 -Ν 1-C9 = 169.0(2)°. The conformation of the side chain is described by the torsion angles ZC8-01-C1-C7 = 82.8(3)° and Z03-C12-C13-C14 = -18.0(4)°. The aromatic rings (C1/C2/C3/C4/C6/C7) and (C13/C14/C15/C16/C17/C18) are not co-planar with a dihedral angle of 20°. There are two types of intra-molecular hydrogen bonds: C12-H12B -04 (2.672(4) Â) and C14-H14-03 (2.824(3) Â). The molecules are linked by intermolecular hydrogen bonds N1-H1-04 1 (symmetry code i: l+x,y,z). The bond distance and angle between donor and acceptor are 3.267(4) Â and 175(3)°. There are also weak π-π stacking interactions between the aromatic rings with a centroid-tocentroid distance of 3.576 Â. = 0.097, T= 293 K.
= 0.097, T= 293 K.
Source of material /V-benzyloxycarbonyl-DL-alanine (0.223 g, 1.0 mmol) was dissolved in acetonitrile (10 ml) and the solution was cooled to 0 °C 4-Methylphenol (0.135 g, 0.9 mmol) and 4-dimethylaminopyridine (DMAP; 0.024 g, 0.2 mmol) were added followed by /V,/V'-dicyclohexylcarbodiimide (DCC; 0.227 g, 1.1 mmol) in acetonitrile (10 ml). The solution was stirred at 0 °C for 1 h and at room temperature for 8 h. The precipitate was filtered off and the fíltrate was evaporated in vacuo, then the residue was purified by flash chromatography with ethyl acetate/petroleum ether (1:7, v/v) as eluent, to afford 0.237 g (yield 4 %) ./V-benzyloxycarbonyl-DL-alanine 4-methylphenyl ester as a colorless solid. It was recrystallized from ethyl acetate and petroleum ether, yielding the colorless block-like crystals 15 days later.
Experimental details
H atoms bound to C atoms were fixed geometrically and were refined with a riding model, with d(C-H) = 0.93 -0.98 Â and with t/iso(H) = 1.2 t/eq(C) and t/ iS o(H) = 1.5 U eq (C) for the methyl group. HI bound to Ν is found in difference Fourier map and refined with <f(N-H) = 0.85 Â and tWH) = 1.0 U e q(N).
Discussion
Both bond lengths of C8-02 (1.176(3) Â) and Cil-04 (1.206(3) Â) in the title compound, are consistent with the value of the C=0 double bond in the 4-nitroguaiacyl ester of Nbenzyloxycarbonyl-L-isoleucine [1] . The average C-C bond length in the phenyl is shorter than the expected value of 1.39 Â [1, 2] , The planar conformation of the peptide group is established from the torsion angles Z04-C11-N1-C9 = -12.3(4)° and (2) 
